Crystals of the title compound (Indofine Chemical Company) grown from an isopropanol/toluene solution.
Discussion
The title compound exists in a nonplanar conformation. The twist of the exocyclic phenyl ring as characterized by 01-C2-C l'-C6' is 37°. A torsion angle of 34° was calculated for an isolated molecule using the AMI Hamiltonian of MOP AC 6. This same value was obtained when the four molecules of the unit cell were used in the calculation. The heat of formation for the molecule with the methoxy group at C2' is -74. 4 Kcal, and at the C6' is -73.5 Kcal, indicating that the two ortho positions are not equivalent. The weak intramolecular interaction of C6'-H601 favors the reported conformation. The X-ray structure and the IR spectrum (C=0 stretch at 1650 cm -1 ) show no evidence of hydrogen bonding for the hydroxy group at C6 [1, 2] , This study and other related reported crystal and molecular structures [3, 4] clearly demonstrate the effect of crystal packing and how the intermolecular Η bond involving the hydroxy group affects the crystal packing, and thus the conformation of flavones. 6-Hydroxy-2'-methoxyflavone 
